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. Comparisons between the 11 lowest-energy structures obtained in the AIRSS calculation and the reported structures of forms III and IV of m-ABA. a Relative to the energy of structure 1. b Determined using spglib (http://atztogo.github.io/spglib/) with a tolerance setting of 0.1 Å c Determined using the COMPACK crystal structure similarity procedure 1 implemented in the CCDC Mercury software (see also discussion in section 2.3 of Ref.
2 ) : 15 out of the 15 is the highest similarity score. d The average root-mean squared difference over all molecules determined using CCDC Mercury software.
Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics. This journal is © the Owner Societies 2017 b Determined from powder XRD at ambient temperature c After precise geometry optimization (see Table 2) d After Le Bail fitting of the low-temperature (70 K) powder XRD data (see Figure 2 ) starting with the structure obtained following precise geometry optimization Figures Figure S1 . Le Bail fit (red + marks, experimental data; green line, calculated data; purple line, difference plot; black tick marks, predicted peak positions) of the experimental powder XRD pattern recorded at 70 K for form IV of m-ABA starting with the unit cell of the reported crystal structure following precise geometry optimization. The fitted unit cell parameters and unit cell volume are listed in Table S2 . Figure S2 . Simulated powder XRD patterns for structures 1, 2, 3, 4, 5, 6, 7, 7R, 8, 9, 10 and 11 from the AIRSS calculations and for the reported crystal structures of form III and form IV, in all cases following precise geometry optimization (see Table 2 ). The organization into four columns corresponds to the groupings revealed in Figure 1b . The inset in the top right refers to comparison of structures 7 and 7R. Figure S3 . 1 H (600 MHz) one-pulse MAS (60 kHz) spectra of (a) form III and (b) form IV of m-ABA. In each case, two transients were co-added for a recycle delay of 2.5 s.
S5

S7
S8
